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TABLE 1A 



Streptococcus pneumoniae MRMi 



Escherichia coli 
Klebsiella pneumoniae 
Enterococcus faecium 
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|ESAVTRHEG . FAK|^TAQEMERFTSLKGRRQIEY: 



ISDNEWAIWK . . THHQPVRF; 



3EAVIARSG0R 
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Streptococcus pneumoniae 
Eschf&chia coli 
Klebsiella pneumoniae 
Enterococcus faecium 
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.GKVGLQDip 



S. pifpbmo AcpSi 
Bacillus subtilis Sfp 



S. pneumo hep Si 
Bacillus subtilis Sfp 



TABLE IB 
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S. pneumo AcpS 2 
Bacillus subtilis Sfp 



S. pneumo SpAcpS 2 
Bacillus subtilis Sfp 



MRMIVGH|^^ELAS|ESAVTRHEGFAKRV . LTAQ|MERFTSLKGRR§jF|iAGn 

pig^^^KTKpIs leiakrffskt|ysdllaKDKOE|TD|FYH 
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S. pneumo SpAcpS? 
Bacillus subtilis Sfp 
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TABLE 3 



REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

garoma= 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 



0.775 
0.798 
1. 417 
1.333 



targets 1.5 
target* 2.0 
target^ 2.0 
target- 2.5 



parameter 
parameter 
parameter 
parameter 
molecular 



file 
file 
file 
file 



1 

2 
3 
4 



coordinates from restrained individual B-factor refinement 
refinement resolution: 500.0 - 2.40 A 
starting r* 0.2339 free_r= 0.2899 
final r- 0.2336 free_r- 0.2950 
B rmsd for bonded mainchain atoms 
B rmsd for bonded sidechain atoms 
B rmsd for angle mainchain atoms= 
B rmsd for angle sidechain atoms= 
wa= 3.19192 
rweight-0 . 4 4 902 
target- mlf steps- 30 

sg= P2(l)2(l)2 (1) a- 49.824 b= 59.561 c= 113.738 alpha- 90 beta= 90 

CNX_TOPPAR:protein__rep. param 
CNXJTOPPAR: water_rep . param 
CNX_TOPPAR:ion.param 
so4 /so4 . param 
structure file: generate. psf 
input coordinates: minimize . pdb 
reflection file= x-ray data.cv 
ncs= none 

B-correction resolution: 6.0 - 2.40 

initial B-factor correction applied to fobs : 

Bll= 5.613 B22= 4.955 B33= -10.569 

B12= 0.000 B13» 0.000 B23= 0.000 
B-factor correction applied to coordinate array B: 0.171 
bulk solvent: (Mask) density level= 0.356315 e/A A 3, B-factor= 44 
reflections with I Fobs I /sigma_F < 0.0 rejected 
reflections with I Fobs t > 10000 * rms(Fobs) rejected 
theoretical total number of ref 1 . in resol. range: 
number of unobserved reflections (no entry or IF|=0) 
number of reflections rejected: 
total number of reflections used: 
number of reflections in working set: 
number^_o J f_ reflections in test set: 
FI LENAMErJla cps _n j ^iye^ijpdb m J 
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coordinates from restrained individual B-factor refinement 
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final r= 0.2076 free_r= 0.24 66 
B rmsd for bonded mainchain atoms= 1.338 
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CNX_TOPPAR : waterrep . param 
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